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Dear colleagues and friends,

We sincerely welcome all of you to attend the 2019 Chinese Medicinal Chemistry Symposium (CMCS) & Chinese
Pharmaceutical Association (CPA) - the European Federation for Medicinal Chemistry (EFMC) International Symposium
on Medicinal Chemistry (CPA-EFMC ISMC), which will be held at Century City International Convention Centre,
Chengdu, from August 15th to 18th, 2019.

This conference is hosted by the Medicinal Chemistry Division Committee of CPA and organized by the State Key
Laboratory of Biotherapy and West China School of Pharmacy, Sichuan University. As a top-level biennial event in
medicinal chemistry in China, CMCS aims to boost the information exchange and communication between peers in
frontiers of medicinal chemistry and relevant areas. According to the cooperation framework agreement signed by CPA
and EFMC, the CPA-EFMC International Symposium on Medicinal Chemistry will be held concurrently.

The theme of 2019 CMCS is “Focusing on new targets, new technologies, new molecules, and boosting the
discovery and translation of new drugs”, and the topic of the CPA-EFMC ISMC is “Exploring new pathways to tackle
immune-oncology”. This conference will include plenary lectures, and invited, oral, and poster presentations. It is hoped
to promote extensive exchanges and cooperation among researchers in medicinal chemistry and related fields, and to
strongly push forward the development and application of medicinal chemistry.

We are delighted to have you here and hope you will have a memorable experience in Chengdu.

STy '

AEFFE EAERRETR
Chairman of the Conference Chairman of the Academic Committee






Es® / TABLE OF CONTENTS

RIPERAINE 02
Introduction to Organizer

i 02
Sichuan University

P)I| A 4T EE R 04

West China School of Medicine/West China Hospital, Sichuan University

I KRZED AT ERERLRE

State/National Key Laboratory of Biotherapy, Sichuan University 06
YN ik
West China School of Pharmacy, Sichuan University 10
ASHRANE 12
Organization
2IWEE—K i
Program at A Glance
2WFMAE

14
Conference Program
IR R 29
Poster Presentation
B .
Information Note
2175 50
Layout of Conference Halls
ey 6

Sponsors

01



XFOINIKZF

ABOUT SICHUAN UNIVERSITY

POJIIRZ, FEREK

Sichuan University, a Prestigious University in China

MIKZFERIZTF18965F, EHEMEREANKFZ —MHBETERZEERATY, BR "W—R"
ERBIRER.

MIRFFABEETL, EANIR=1REK, SER47020, REERER256.35F75 XK. REA
BT, BAZX. ERNE. SEEA, 2EBHEFNERRM.
Founded in 1896, Sichuan University (SCU) is one of the oldest universities in China and among the most
prestigious national key universities in terms of education, research and social impact. It has been selected to
participate in the country’s construction plan of "Double First-Class" initiative.
The university consists of three campuses of Wangjiang, Huaxi and Jiangan, covering an area of 470 hectares

and boasting 254 hectares of floor space. The university campuses, with their favorable environment and
beautiful landscape, make a wonderful place for learning and doing research.
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In its long history as an institution of education, Sichuan University has formed a rich cultural heritage and laid a solid
foundation in education. The university motto is as follows, “JB#EJI|, BEJ3K" . And the following four words
“precision, diligence, truth-seeking and innovation” embody the university. To achieve the goal of being a first-class
comprehensive research-oriented university, Sichuan University has shaped, in recent years, its own concept of higher
education that promotes individualism, scholarship and excellence.

Sichuan University has a comprehensive range of disciplines covering 12 categories: humanities, science,
engineering, medicine, economy, management, law, history, philosophy, agriculture, education and art. It consists of 36
colleges, including a postgraduate college and an overseas education college. Altogether, the university offers 354
doctoral programs, 438 master programs, 32 professional master’'s programs, 138 undergraduate programs, and 37
post-doctoral research stations. It also has 46 national key disciplines and 4 national key cultivated disciplines.

Sichuan University has exhibited great strength in research and made remarkable achievements over the years. It
has 13 key national laboratories and engineering centers, 4 state-level international scientific and technological
cooperation bases, 11 key laboratories and 6 engineering research centers under the supervision of Ministry of
Education, and 3 key laboratories under the supervision of Ministry of Health.

Sichuan University has established contacts and cooperative relationships with over 250 renowned colleges and
universities as well as research institutes from 34 countries and regions. It has established well-rounded joint education

programs of at different levels and in various forms with 214 famous universities from over 33 countries and regions,
including United States, Canada, Australia and some European countries.

Looking ahead, Sichuan University shoulders the social responsibility to attract brilliant minds, nurture talents to serve
the country, break new academic ground and promote scientific and technological development, whilst guiding the
society. It will write more brilliant chapters in its history—inheriting legacy whilst looking to a bright future of innovation
and new possibilities.

R Sehd | D e — =i
B k% (1896) RAFE K F (1954) emEHXFE (1910)
Sichuan University (1896) Chengdu University of Science West China University of
and Technology (1954) Medical Sciences (1910)
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West China School of Medicine
West China Hospital, Sichuan University

The precursors of the WCH, Cunren and Renji Hospitals, were set up in 1892 by the joint efforts of Christian

missionaries from the United States, Great Britain, and Canada. In 1914, the School of Medicine of West China
Union University (WCUU) was established and both Renji and Cunren Hospitals became teaching hospitals of the
university. In 1937, when the war against Japanese broke out, the universities in the affected areas such as Nanjing
Central University, Jinling University, Jinling Woman Arts & Science College, Yanching University, and Cheeloo
University were moved to Chengdu and merged with WCUU. At that time, the West China medical campus became a
gathering place for medical experts and talent. In July 1938, the Union Hospital was jointly established by WCUU,
Nanjing Central University, and Cheeloo University. In 1946, a new hospital of WCUU, named "University Hospital" or
"West China Hospital", was built in Guo Xue Alley, where it still stands today.
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In 1985, Sichuan Medical College was renamed West China University of Medical Sciences, and the
hospital renamed the First University Hospital of West China University of Medical Sciences (WCUMS).

| ol s A% 8HRK
|\\ EST CHINA UNION UNIVERSTTY |
| HOSPITAL

r'; [ S——— " u ﬂ
Mr. Kilborn, Founder of WCH An Old Photo of WCUU West China University of Merged with Sichuan
(1892) Hospital (1910) Medical Sciences (1914) University (2000)

When it came to year 2000, West China University of
Medical Sciences merged with Sichuan University,

the school and hospital were thereupon renamed as

A Bird's-eye-view of the Old
and New Medical Castle
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State/National Key Laboratory of Biotherapy, Sichuan University

State/National Key Laboratory of Biotherapy (SKLB, &£#1i8f7 ElZR E mLI8 =) was established by the
Ministry of Sciences and Technology in 2005, and became one of the National Research and Development
(R&D) Platforms for Novel Drugs founded by the Ministries of Sciences and Technology as well as Public

Health in September 2008. It is also supported by National Collaborative Innovation Program and became
the National Collaborative Innovation Center for Biotherapy (EZR4EWATthEEIFTFC) in April 2013.The
Platform is located in the High Tech Zone of Chengdu and the Medical Campus of Sichuan University. The
overall space is nearly 70,000 square meters and is still under intensive growth and construction. SKLB also
has rich clinical resources of West China Hospital, which has 4,300 beds.

National Research and Development Platform for Novel drug
( National Key Laboratory of Biotherapy) in Medical Campus

([ e a¥]

HitERMELRTP OSSR

“2011itR" BHAERR AT I

: EETTCE B e e

National Research and Development Platform for Novel drug
( National Key Laboratory of Biotherapy) in High Tech Zone

,.

From Genome to Novel Drugs and Therapy
(Establishment of the drug discovery value Chain in a single institute )

Genomics, Proteomics, Structural biology, Synthetic
biology, Epigenetics, Engineering mice, Zebrafish,
Immunology, Mechanism of diseases, etc.

Biotech drugs (Gene and Cell Therapy, Vaccine, Antibody, etc),
Stem Cells and Tissue Engineering, Chemical Biology,
Computer-Aided Drug Design, Natural and Synthetic Small
Molecular products, Bio-nanotechnology and delivery system, etc.

g

Preclinical (GLP), GMP

¥

GCP

The SKLB is becoming a highly-regarded, comprehensive and multidisciplinary research center in

China. Through the seamless integration of basic research, preclinical development, translational and
clinical medicine, an efficient and fully integrated technology chain for the discovery and development of
innovative drug candidates has been established in a single institute. Part of the mission of this Platform is

to improve the treatment of major human diseases such as cancer, cardiovascular diseases, obesity,
diabetes mellitus, infectious diseases (hepatitis, AIDS, and tuberculosis etc), inflammatory diseases,
neurological disease, as well as chronic autoimmune diseases.
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2019 Chinese Medicinal Chemistry Symposium &
‘CPA-EFMC Intornational Symposium on Medicinal Chemistry
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Focusing on more than 200 important targets, hundreds of projects for biologic drugs (such as gene and
cell therapy, vaccines, and monoclonal antibodies, recombinant proteins, etc), synthetic small molecule

drugs and small molecule natural products are ongoing.

The Platform boasts a prominent faculty of nearly 100 well-funded full professors, associate professors
and assistant professors, with diverse disciplines such as biotechnology, medicine, immunology,
pharmacology, chemistry, formulations, drug delivery, and material sciences. Every year the faculty obtains

competitive grants from the government, including the National High Technology Research and
Development Program ( “863” Program) or the Major State Basic Research Development Program ( “973"
program). Over 500 research papers are published in peer-viewed international journals every year,
including such top journals as New Engl J Med, Nature, Nat Rev Drug Discovery, Dev Cell, Nat Chemical Biol,
Nature Med, Mol Cell, Proc Natl Acad Sci USA, Cancer Res, and Lancet Neurol. To date, the Platform has
licensed over 60 patents to the commercial sector throughout China. Furthermore, 120 potent candidate
drugs thus far have been transferred to over 30 pharmaceutical companies for commercial development.
The Platform also provides both key technological services and integral solutions in R&D for other

institutions and companies, including:
(1) Target Identification and Drug Discovery

Functional Genomics
and Drug Target Identification

» Bioinformatics
Genomics

Proteomics

» Structural biology

»~ Epigenetics and RNAi
» Engineering mice

» Zebrafish and Xenopus

Zebra fish platform: can maintain

Transgenic Zebrafish

Contro]

50 thousands of Zebra fish

HK

Screening of Small Molecular Drugs

y l:'at:tral A Based on over 200 targets related to
( ':r:gd?ﬂc;l?on I‘I == | cancer, cardiovascular diseases,
l‘._ ombinatar il ‘,w :’ni;it;tls:\;s edtlcseases and autoimmune
" synthetic, etc —
SRR heing | In vitro models

!-In vivo models }‘-: ‘
\ l

4 Optimization of
compounds

Models of diseases in
mice and zebrafish

Therapeutic

' modeling, virtual
Drug Candidates |

& screening 7

Computer Aided Drug Discovery (CAPMQ)

Molecular — | |
docking T

! Dawning

Pharmacophore
modeling

T
o)
okl

De novo
drug design

3D-QSAR
(CoMFA)

such as Nat Med., J. Am. Chem. Soc., Drug Discov, Today, J. Med. Chem

More than 20 stafis, including 10 professors, work in this area, They are entrusted with about 20 grants
funded by the major national funding agencies, such as "973 Project’, 863 Project’, NSFC etc. About 100
lead compounds have been discovered in this lab, and more than 10 of them are under investigation in
different pre-clinical stages. Currently more than 100 papers have been published in international journals,
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Purification and Synthesis of Chemical Small The Platform has established multiple sub-platforms,

Molecule Products and Non-Viral Vectors such as Proteomics and genomics, structural biology,
epigenetics, immunology, molecular cell biology,
developmental biology, the mechanism of diseases,
biopharmaceuticals R&D, gene and cell therapy,
monoclonal antibody and vaccine, stem cell/tissue
engineering, engineering mice and zebrafish, drug
delivery and nanotechnology, computer-aided drug
design, chemical biology, screening and synthesis of
small molecular drugs, and the separation and
purification of active natural products, especially in the
development of novel therapeutic approaches.

Nearly 300 people work
on chemical synthesis projects

Pilot-Scale Production of Vaccine and Antibody, Proteins, DNA

Plasmids, Viral Vectors, Liposomes and Polymers, Small Molecules
(2) Pilot-Scale Production 5000-8000 Doses for Clinical Trial at One Batch

Six GMP-level facilities for
pilot-scale production of
adenoviral vectors, vaccines,
DNA plasmids, recombinant
proteins and nanoparticles
have been established. For
example, the pilot-scale
production of DNA plasmids
provides 5000-8000 doses
for early phase clinical trials.

Pharmacodynamics & pharmacokinetics

(3) Pharmacodynamics & Pharmacokinetics

1. The three facilities, including one for transgenic mice,
can maintain 60 thousands mice

2. At least 300-500 drug candidates can been evaluated Three separate animal facilities can maintain
in animal tests in the same time up to 60,000 mice. At full capacity, 300 drug

3. We have established over 100 models for various diseases

\ S

candidates can be evaluated at the same

time. To date, there have been over 100
different preclinical disease models
established at these facilities.
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5
GPA-EFMC Intarnational Symposium on Medicinal Chemistry

Safety Evaluation of Novel drugs

e The GLP facility can maintain 500 monkeys

e Single dose toxicity studies.(Rats, mice, dogs, monkeys,
rabbits and etc.)

* Repeated dose toxicity studies.(Rats, mice, dogs,
monkeys, rabbits and etc.)

® Reproductive and developmental toxicity studies.

® Genotoxicity studies.

* Carcinogenicity studies

e Allergic(local, in vivo, photosensitivity) test, hemolysis test and
local(blood vessel, skin, mucous membrane, muscle) irritation test

* Immunogencity studies

* Safety pharmacology studies

* Pharmacokinetic/Toxicokinetic studies(PK/TK study)

(4) Pre-Clinical Safety Evaluation

The animal center has currently obtained
international "AAALAC" accreditation. The
GLP facility can maintain up to 500 monkeys.
Various toxicity studies including single dose
toxicity, repeated dose toxicity, reproductive
and developmental toxicity, genotoxicity,
carcinogenicity, immunogencity, and
pharmacokinetic/toxicokinetic (PK/TK)
analyses are all performed.

(5) Clinical trials

Clinical trials testing gene and cell therapy,
cytokines and anti-cytokines, monoclonal
antibodies, chemotherapy and targeted small
molecule drugs are conducted in the clinical
units of West China Hospital with 4300 beds.

(6) Graduate programs

FEad 7 ik 75 (b )
 West China:Hogpital, 4300 beds
al.Canc Cg_nt‘?:,j_SO beds

The platform also is an educational center. Every year the platform enrolls about 150 PhD and 200 MS
students for different academic programs, as well as nearly 100 MS graduate students for pharmaceutical

engineering programs.
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West China School of Pharmacy, Sichuan University

e i e i e

West China School of Pharmacy (4Fg25%5%), Sichuan University was originally founded in 1918, and is
recognized as one of the "Old Five” pharmacy schools in China. The School is organized into seven
departments and two centers, which are Department of Medicinal Chemistry, Department of Pharmaceutics,
Department of Natural Medicinal Chemistry, Department of Pharmaceutical Analysis, Department of
Pharmacology, Department of Biopharmaceutics, Department of Clinical Pharmacy & Pharmaceutical
Administration, Central Laboratory of Modern Pharmaceutical Experiment and the Analytical Center, along

with a crude drug herbarium and a medicinal botanical garden.

The School is one of the earliest authorized institutes to offer Doctoral degrees in pharmacy in China.
The pharmaceutics discipline is a state key discipline, while medicinal chemistry and pharmaceutics are two
provincial key disciplines of Sichuan. The School currently has 117 staffs, among which 82 are teaching

faculty. This includes 25 professors, 2 investigators, 29 associate professors, and 13 postdoctoral fellows,
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forming a high-level internationally influential research team that counts one member of the Chinese
Academy of Engineering(jointly appointed), one professor of the Cheung Kong Scholars Program, four
awardees of the National Science Fund for Distinguished Young Scholars, three awardees of the National
Science Fund for Outstanding Young Scholars, and one 1000-Talents Plan for Young Researchers. Presently,
the School has more than 900 current undergraduate students, 350 MSc students and 90 PhD candidates.
Nearly 400 talented students graduate every year.

The School is equipped with 40 large research instruments that are worth over 100 million yuan. It has
undertaken 230 research projects that include the National Major Scientific and Technological Special
Project for “Significant New Drugs Development” , the Major Programs and the Key Programs sponsored
by the National Natural Science Foundation of China; received about 20 major prizes like the First Prize of
Natural Science of the Ministry of Education; published more than 60 papers in prestigious journals
including the series journals
of Cell and Nature; licensed ﬁ_— N
90 patents; published 60

monographs and textbooks;
translated a series of major
research outcomes including
the Song Ling Xue Mai Kang
capsules, the weight loss
drug Orlistat and an anti-
heart failure new drug
Mesaconine, generating
more than ten billion yuan of
net sales; houses four
provincial and ministerial
level research bases, which
are the Key Laboratory of Drug Targeting and Drug Delivery System of the Ministry of Education (Sichuan
University), Sichuan Provincial Key Lab for Natural Drug, Sichuan Engineering Laboratory for Plant-Sourced
Drug and Sichuan Research Center for Drug Precision Industrial Technology; maintains long-term
partnerships with renowned overseas universities such as the Tohoku University of Japan, University of

Michigan, and University of North Carolina of the US.
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As a first-class professional organization in China specializing in evaluating non-clinical research, Chengdu WestChina-Frontier
PharmaTech (National Chengdu New Drug Safety Evaluation Center) has dedicated to providing high-quality pharmacodynamics,
toxicology, pharmacokinetics and biological analysis and method validation, supporting the global applications and registration of drugs
in China, North America, Europe, and Australia. WCFP has a strong team of scientific, technical, regulatory management personnel. It
also has first-class experimental facilities equipped with internationally advanced testing equipments and analytical instruments.

WCEP provides a comprehensive evaluation of non-clinical efficacy, safety pharmacokinetics of chemical drugs, biological drugs,
vaccines, traditional Chinese medicines, cell products. and gene therapy products,etc. So far, WCFP has completed the non-clinical
study and evaluation of more than 800 drugs. Among them, the applications of dozens of new drugs have been successfully approved in
U.S. FDA, EMA, and TGA(Australia) for clinical trials.

WCEP always adheres to provide high-quality, standardized, scientific and efficient services. It has established positive brand image
and reputation in the pharmaceutical industry, and wholeheartedly aims to establish long-term and friendly cooperative relations with
pharmaceutical enterprises and R&D institutions in China and abroad.
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Large-scale and One-stop Platform for the Evaluation of Non-clinical Research
Non-clinical Technology Research and Evaluation System with

Matched Functions and Comprehensive Integration

D IR AO%¥ES Pharmacokinetic Platform
D Z2YiFNEs Safety Research Platform
D EREERGUEFE Disease Model and Pharmacodynamics
D £YsHhEE (SIRK) Biological Analysis Platform (Including Clinical Bioanalysis)
D ARERaEFHRES Immunology Research Platform
D ®&EPLFES Imaging Center Platform
EHEIrBTHIRRE
Conference Agenda of WestChina-Frontier PharmaTech

A8 Time AT Location FEENERR Activity

8H16812:30-13:20 T e iﬁ@f’iﬁfﬁﬁfﬁﬁfﬁi@ Deiﬁﬁm -

(Ms.YuanYuan Xiao & Ms.Yao Zhang)

8816H15:20-15:50 SEi712 ZYAFIRARAFIEN QIR R CRHA . BIEREL)
Session 12 Innovative Technology for Drug Non-clinical Assessment (Ph.D Julie Hu)
Session 11 Introduction to the Implementation of the GLP Platform (Ph.D Julie Hu)
BT SWMETEET (ERAEFEZEMEHNT0) MBEREREYI
8B18HTH WestChina-Frontier Tour of WestChina-Frontier PharmaTech
PharmaTech (National Chengdu Center for Safety Evaluation of Drug)

i BEFTESUNFRE, TeERERMEE, BAUS: 538-540

For more information, please visit the booth at 538-540

1t i) rSyigpINlL /R = "l'B_J U - | A AR 288
' / R EE - SRR TR 05 SRAER( 1107
-~ 3 5 3 8 5 4 O R S0 A oy Ao Shanghai
° an 1 enter, angjlang Road, Fudong New Area, anghat
BAS: -
J& &c1- Julie Hu
Phone: 028- 85125190

(ESIFNEREX)
BEE A : B+ 18328635663 T
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4,6-Substituted-1H-Indazoles as potent IDO1/TDO dual inhibitors
Mtm | FRERE
VAPSSEARES &4 EHRIPS SAEHEKRYHIE
MERE / PEEFAF
Potent Effects of the Antimicrobial Peptide Feleucin-K3 Analogs against Multidrug-resistant Bacteria.
SRBREN / =INKZF
Novel triazole derivatives containing different ester skeleton: Design, synthesis, biological evaluation and
molecular docking
Rk / SPRZHETHHOER
Discovery and Characterization of Fluorine-substituted Diarylpyrimidines Derivatives as Novel HIV-1
NNRTIs with Highly Improved Resistance Profiles and Low hERG Activity
B&EfFB / WERKE
MeLAD: The Metalloenzyme-Ligand Association Database
=R / WIKE
Identification PDE6D as a novel target of Sorafenib by PROTACs technology
=g / AtRESRIFHRRAT
aRA-B EIREZRERETHINEER S FHLSEIFAR
XUFHHE / PUIIKE
Discovery of potent amide-pyridine derivatives as dual-target (SE, CYP51) antifungal agents:Design,
synthesis, and structure-activity relationship studies
PN/ B
Noncovalent Interactions of Fluorine with Amide and CH2 Groups
FNBRBR / TR AIRATE
E eSS 1M T 59 2 R ERE S.C57BL/6/NFR D ABAEAR EL A9 2
FEE / WEPEDHKRFE
Structure-based design and SAR development of novel selective Polo-like kinase-1 inhibitors having the
tetrahydropteridin scaffold
BE< / BIEIWAE
DNA encoded library: Functionality independent DNA annotation of natural products
LS / EBRHKE
Discovery of new human SIRT 2 inhibitors
WEEe | FERE
B E HERNASER T2
wF / ERHAKEROBRAE
FRRBITEMNE R RIS EEHRR
B / BEAEIXZ
Design, synthesis of oleanolic acid-saccharide conjugates using click chemistry methodology and study
of their anti-influenza activity
By / BHETIXE
FELGERMAT2ZIKHENFIRNRTT, SRIEERR
KIEE / REPEZKFE
Design, Synthesis, and Biological Evaluations of Selective u Opioid Receptor Agonists with Tramadol as
Lead Compound
mE / EBXZF
E:Pmlm':%fﬁkﬁlI—i“ﬁﬂﬁ’@iﬂmﬁiuum MERETEN
ﬁ)ﬂﬁ%ﬂ’fﬁﬂﬁﬂﬂﬂ%éw BiEkkE
PraliE / HREBTRE
How We Can Utilize GPU-Accelerated Molecular Dynamics Simulation in Drug Discovery

PR/ DO)IRZ
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Discovery of Off-targets of Obeticholic Acid via a Network-based Inference Method

BRIE / REBT RS

BAER — BRES LSRR FRHRAR

"R / PEREKFE

IDO B E RNV EIEAR R RE A TRIEEA

=HEK /RN

DeepADMET: a web-based CYPs and hERG inhibition predictor

AEE / ZERRAE

RN\ FRIREM R NITNE B

R / ERETKE

DeepScaffold: a graph-based deep generative model for scaffold-directed drug discovery
HEE / JtEKE

Chemical Structure Recognition From Image Using Deep Learning

HEA / tmEKEFE

ETHEA TSRS AN RETZEE M FIAEFC TR

BREE / dmIXE

PI3KC2y inhibitors induce insulin-mediated activation of the PI3K/Akt pathway

M / EmKE

New Scaffolds Identification for Infectious Diseases Using the Phenotypic Deep Learning Models
R/ EHRREREAMHRPL

1-ER-2-FS BRI AERMEERNTVEN SRR, SRFEMHRR

FKR / EAERKE

HED-AEE:-D-RREREEE (DDL) BIHENHIFIAIREINHIE

FERE / PEEFRFRGYHRA

— Mt EER-EAESTRET R BHINENERTTE

=5 / FERFR ESETUCERRA

In Silico Methods for Drug Design and Discovery

B / PEEFRF RV

Collaborative Drug Discovery with LiveDesign: Integrated computational chemistry, experimental data,
and cheminformatics

XU#J / Schrodinger Inc

Drug Repositioning by Prediction of Drug’ s Anatomical Therapeutic Chemical Code Based on
Network Inference

B / HRBTAS

VIR ERER SEERodA NIRRT RS SEMEIRTT

B / PEEFRIFREGYHATHR

HEH S BERREEMIEF A BT D REMITHRED? MN25MERER-/I\D FIHETH REFI TN
e/ AmIKEF

Theoretical Design and Study of a Curcumin Platinum(ll) Derivative[Pt(NH3)(Cur)Cl]

FMEER / BEERIKE

iR BERRERZ R (FFAR) BRI\ F iR ERHVHIEA S

Bef / ERETRE

Development of a Deep Learning Model for Protein-ligand Binding Affinity Prediction

FHfF / IEEKE

FTEYKIA M SR E TR AT AR T AT UBEE R IR SRR AN

FEX / iIRE

Matrix Representation of 3D Small Molecule Learning from Physical Fields by Deep Neural Network
FEIT / ALEKE

HEFMM/PB(GB)SAT M ELITEF &farPPIRSFF A

FH / wIREFE



P047

P048

P049

PO50

PO51

P052

PO53

P0O54

PO55

PO56

PO57

PO58

PO59

P060

P061

P062

P063

P064

P065

PO66

P067

P068

Cov_FBVS: —EERL T PM7HT D LARAIRT & p i FAERIE T H BRI SRR

B/ pimeRE

HawkDock: a web server to predict and analyze the protein—protein complex based on computational
docking and MM/GBSA

FEl / NIKE

ETEMEENMEEEPASOIFIFIECTUMT

RiR¥ / #NIKZFE

DNMT1/DNMT3AIMHIFIE R A S HAEIC T

BRI / ANIKE

ETATERENSR

BEE / tRZARRERAT

Predicting or pretending: artificial intelligence for protein-ligand interactions lack of sufficiently
unbiased data sets

weZ / tmEKFE

#BmBeclin-1 coiled-coil EEIHAYSITRA D TRt

WER / EiEsEHCERRER

Drug design by integrating quantum chemistry and deep learning methods

WX/ )IIKRE

Target Prediction and Validation of a Small Molecule Compound that Improves Cognitive Function in
AD Rat Model

=EM / WIKE

LigDreamiz F§FBACEND FHPHIFIANZIT

BXRE / ERIeILRR

Prediction of New Cocrystal Forms for Active Pharmaceutical Ingredients via Link Prediction Algorithms
in Cocrystal Network

BEE / EFREIKF

Based on virtual screening to discover novel influenza virus inhibitors

HWEE / ESNARAKE

RiTSihEkE#FRCDK2/4/6 EHAIPROTACE YIS F

EFE / BHRE

Discovery of Novel Selective BRD4-BD1 inhibitors as anticancer & antifibrosis agents

1B / A

Design, synthesis and preliminary bioactivity evaluations of 8-hydroxyquinoline derivatives as matrix
metalloproteinase (MMP) inhibitors

R/ WEKE

ET 655 2RA93EPTP1BIDHIF

MR / FatERE

Synthesis and Bioactive Evaluation of Novel Thiazolylclinfloxacin Oximes

Mre¥ / FEAE

FB6-EZH5| R ZEBRDAFIHDACTEEIN

MRES / PRI LBZYIRSAT

Discovery of New Potent and Orally Available Indoleamine 2, 3-Dioxygenase 1 Inhibitors

PRIE / PRI LIS ZoYIRRAR

AJfEEER. BHEIRFIARNED FEMRIARMITLR

BRRBA / HO)IIKZE

ETFNafion3|RAJeATRPER & M8 R Bia AR/ AIEAHE I EYIREMICYFRA 21-1
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RFIUHRRS SR " RN-FER- S - 1B MRS
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Discovery of novel pyrimidine-based benzothiazole derivatives as potent cyclin-dependent kinase 2
inhibitors with anticancer activity

JMERE / mAERKE

Structure-based design, synthesis and biological evaluation of plinabulin derivatives as potent anti-
microtubule agents

TEWS / hEEFRFE

Multistage Screening Reveals 3-substituted Indolin-2-one Derivatives as Novel and Isoform Selective c-
Jun N-terminal kinase 3 (JNK3) Inhibitors for Potential Treatment of Neurodegenerative Diseases
BRE / dtmKE

High-performance simulation and prediction of the protein-ligand unbinding process and kinetics
HF / PERFR CEEHUCERRAT

Advancing Drug Discovery with Accurate Physics Based Computational Modeling

E&BE== / Schrédinger GmbH

Virtual Screening of Ultra-Large Compound Libraries using GPU Accelerated Shape-Based Alignment
&%= / Schrodinger GmbH

BERERIEEZEITEY A im I Be D ER

SBhE / BRESRIRE

Design of Novel Boronic Acid-Based Covalent Inhibitors for Treatment of Drug-resistant HIV-1 Reverse
Transcriptase

& / WERE

Design, Synthesis and Biological Evaluation of 3-Hydroxyquinazoline-2,4(1H,3H)-diones as Dual
Inhibitors of HIV-1 Reverse Transcriptase-associated RNase H and Integrase

=% / WERE

Design, synthesis and biological evaluation of indazolyl piperidinyl arylpyrimidines as potent EGFR
inhibitors

BNE / RIXRTEXF

Design, Synthesis and Preliminary Anti-lung Cancer Activity Studies of Novel Pyrazolo[3,4-b]pyridines
as AMPK Activators

]l / HPERE

FHEMIEEITEMRNRIT. SRNAMEEERAR

AR / EHEERXKE

FELBPEEMH 20 B He 7 — MRS E — (ML SRR

B’X /| BREKZF

Synthesis and biological activity of oxynitidine derivatives as topoisomerase IB and tyrosyl-DNA
phosphodiesterase 1 inhibitors

B / PLLUKXZFE

Design, Synthesis, and Biological Evaluation of Novel Pyrazolo[3,4-b] pyridine Derivatives for the
Treatment of Pulmonary Arterial Hypertension

MK / PEKRE

MBBFEAESCSASYSU- 3L R B IR T

BFE / PLXE

w(IESYATBREHNBTIIEM. RIESEEHRR

Bl / R

Discovery, Structure Activity Relationship and Docking Studies of novel 3-((dimethylamino)methyl)-4-
(3-hydroxyphenyl)piperidin-4-ol Analogues as Highly Potent, Selective MOR agonists

EXBE / EBEXE

Design, Synthesis and Biological Evaluation of Oseltamivir Derivatives as Potent and Selective Anti-
influenza A Virus Agents

B / WEKE

Development of A Novel Potent and Highly Selective PPAR a/d Dual Agonist For the Treatment of NASH
TS / BRRE
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Discovery of 2-Amino Pyridine Derivatives as Anti-metastatic Agents Acting via WSB1 Inhibition
NS / #MIKZF

Discovery of novel and selective Cdc25C protein phosphatases inhibitors from the miniaturized parallel
reaction-based combinatorial libraries

A== / WEHEXZE

Identification of highly potent and selective cholinesterase inhibitors from the rapid assembly and in
situ screening of oxime-based linker libraries

fl== / WEKXZF

EReReHeRERE QX FBRMESS LU SRS R BTN

BRiE / )IIK=E

Repurposing of Matrine as an novel agent for NASH treatment by enhancing lipolysis via activating
HSP70 mediated autophagy

8/ PlIRE

Synthesis and in vitro evaluation of quinazoline derivatives as EGFR inhibitors

FTE /[ RBNKE

Discovery of Novel Autophagy Inhibitors as Chemosensitizer for Vincristine-Resistant Esophageal
Cancer Cell Line Eca109/VCR

FRFB /| BEFEEXRF

Discovery of Potent EV71 Capsid Inhibitors for Treatment of HFMD

258 / Z5BARREE

FENARM T BAEREESIIHIRIANRIT. BASITFN

FH / PEBRKE

ERIEEAN-BEEBIBIINM ARSIt 56K

EB / PEEFRFRESYHATAT

Design, Synthesis and Biological Evaluation of Novel Fused Heteroaromatics-based MALT1 Inhibitors
RER / PR BT

Synthesis and Evaluation of Novel Fasudil Derivates against Pulmonary Arterial Hypertension

2t / PESARKE

In vitro Screening Platform Supporting Drug Discovery in Lung Cancer

B / Z5BAEREE

AR/ STTHRERRBREEYRIDHIFIAHAR

XIE / BEXE

USP7IEIFIASIRLT. SRRIEERR

XURF / HHERE

Synthesis, crystal structure and antitumor activity of a new copper(ll) complex of anthrahydrazone
XIRE / I A

EREFAFRBRETENNS FiRT. SRFIRMEETERR

XIBK /| FERE

EnFH I E R AIIFIFIAMEBCR AR

XUJEHE / WWAHRKE

SKLB-D16, —FhiziaIEsGelRFLT 3MIZ5s_A B S REM B MImAT/ N FHD I

XIER / m)IK=E

Discovery of a Potent Keap1-Nrf2 Protein-Protein Interaction Inhibitor with Natural Proline Structure as
a Cytoprotective Agent against Acetaminophen-induced Hepatotoxicity

fEiER / PEZBRIAFE

The Anti-tuberculosis agent WXWHO0131, a Novel nitroimidazole compound for MDR-TB

D/ BHPRE

Thiazolides induce apoptosis in cancer cells by targeting 20S proteasome and concurrently inhibition of
three catalytic subunits

BFE /tmKF
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HTERR SRR R AR EI AR

Eh / ARZIBEREF

Design, Synthesis and Antitumor Activity Evaluation of USP7 Inhibitors
FYTEHE / KB KZ

Discovery of non-covalent proteasome inhibitors through FBDD approach
YR / PEEFREBRSYIRARAT

YRR pREE X BRI D FRIIRTT, BRSHEEIERR

K / LRITERE

Discovery of Small-molecule Inhibitors of VEGF-Neuropilin Interactions via Virtual Screening and
Structural Modification

X | FEBRAE

PretubulysinsZEHa& (MRS G B ST SRR

R/ WaXF
—HER. EiEtt. BEEMERRISEIRARZ KRBT AT ftsh ks E
HXm / IR

Synthesis and anticancer activity of C-17 amino derivatives of 2-methoxyestradiol

FHAE / FBIAZE

Discovery of a novel chemotype of Keap1-Nrf2 small molecular inhibitors: rational Design, synthesis
and biological evaluation

BiFE / PEEFREBREYIRRAER

Discovery of 3-((2,3,4,5-Tetrahydro-1H-benzo[d]azepin-7-yl) amino)-pyrazine as Novel Tyrosine Kinase
AXL Inhibitor

RF=/ PERFR LSRR

Discovery of Novel HIV-1 Capsid Inhibitors Using “Privileged Fragment” —Based Library Drug Design
PR / LIARKE:

B PR R R R AN A MBS RL SRR SR M R A R

FIPRE | BRIRE

Study on Steroidal pyridine derivatives against Respiratory syncytial virus

Bz / FBIMAE

=R REMME SRS AR AR

B / FRERKE

Structure-based design of potent, selective KDM5B inhibitors

FEE / RPN

BERRIEZR R E 2K a7 nAChREEIRI 1E9iATT fEm oA

&8 / EmKZF
ST EAOREHNRFZEEERMHFIATRIR
&8 / EmKZF

R —aE TR REREEEPKM2EEIFINAEI. SRR

B8 / JLmAF

{EFAG-TusE(AFNIH DACRISUB Rt EMIRTIR TS A SN

w7/ PR

Design, Synthesis and Activity of Anti-AD Compounds Based on PROTACs

EFUM / IIBEFRER

Multidrug resistance cancer therapy in vitro of heptamethine carbocyanine dyes-monoamine oxidase A
inhibitor conjugates

T / BRERIASE
§816 B-ARREBEACP A ARSI IR AL A B S R TR S 1L
FfE/ FULAZ

Synthesis of Novel Hydrazone-conjugated Quinazolone Thiazoles as Potentially Antimicrobial Agents

FiE / FRRE
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Applying a Quantum Mechanics/Conductor-like Polarizable Continuum Model (QM/CPCM) approach to
explore binding interactions between Ru-containing compounds and kinase targets

F1E / AEREBRFEHARFT

A New Series of Low Toxic Naphthalimide Platinum(IV) Antitumor Complexes with Dual DNA Damage
Mechanism

FIRHS / Bl RS

The thermal decomposition mechanism of meloxicam

FER / INTHNEES R

Dual GSK-3B/AChE Inhibitors as a New Strategy for Multitargeting Anti-Alzheimer’ s Disease Drug
Discovery

¥ / PEBRIKFE

Exploitation of Halogen Bonds by Replacing the Protein Binding-Site Waters

FEohRp / AEREBRIFHARAT

AR REEED - S B AR KRS R

st / EERERAE

Novel Inhaled Organic Nitrite (NO2-) Donor for the Intervention of Pulmonary Arterial Hypertension
Rk / PEARAE

WXSHO0085: An Highly Gi Protein Biased pOR Agonist with Reduced Adverse Effects for Treatment of
Acute Pain

B33 / ZRRRRAE

Synthesis, cytotoxicity and mechanism of a Cu(ll) complex with anthrahydrazone

BEREY / I AfeRE

Design, synthesis and in vitro evaluation of Olmutinib derivatives

HE / IARRIHERE

Synthesis and Structure-activity Relationships of Pyrazolo[3,4-b]pyridine Derivatives as Adenosine 5'-
Monophosphate-activated Protein Kinase Activators

HSLL / ks

Design, Synthesis and Bioactive Evaluation of Carbazole-Oxadiazole Conjugates as DNA-Targeting
Antimicrobial Agents

BIZMS / FARRE

LB RE M IEIHRSECSF- 1 RIEZEMEHDFIFIRIFATR

BRI / PRk S ESYIRR SR

Novel 6-aryl substituted quinazoline derivatives as potent and selective phosphoinositide 3-kinase
delta (PI13K&) inhibitors

FHIT / ARBAE

Design, Synthesis and Biological Evaluation of Pyridazinone Derivatives as Potential c-met Inhibitors
RETEITE / TP R B RS

Research of novel multifunctional vascular disrupting agents based on colchicine binding site
REE / PEBRAE

Graph Neural Networks for Joint Extraction of Chemical Named Entities and Relations

Wik / IERKZFE

Design and Synthesis of Multifunctional Bola-type Nucleoside Analogues for Cancer Therapy

Rl | BRKE

Design, synthesis and biological evaluation of imidazole derivatives as potent IDO1 inhibitors

W5 / FBINAKZ

Novel non-covalent inhibitors of EGFR L858R/T790M Resistance Mutation in Non-Small Cell Lung
Cancer

Wt /| RIEERIAE

Low-toxicity Amphiphilic Molecules linked by an Aromatic Nucleus Show Broad-spectrum Antibacterial
Activity

WK /| FBINAKZ
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Discovery of Indole-based RORyt Agonists from Inverse Agonists

HRERI / EEKZF

BHWFEENDM-HIHFIANRIT S &K

Ein / FEEFAE

Discovery of cyclohepta[b]pyridine derivatives as TRPM2 inhibitors
3K / ERKE

Identification of Development Candidate HHT11082, a Highly Potent and Orally Active EZH2 Inhibitor
SKIZBA / B TRES R ARAT

$BRAE R REEHEEZH2AV NS FHMIPEIFIRIR T S R ERVEIRR

SK3RAE / PU)IIKZ

PR s USP7 R EHDHIFI RS

SKRKER / KBNS

Synthesis of Novel 4-aminoquinazoline Derivatives

SKRKER / RPN

Design and synthesis of tetrahydropyridopyrimidine derivatives as dual GPR119 and DPP-4 modulators
for treatment of type 2 diabetes

Skt /TR EGRE

Design, Synthesis and Biological Evaluation of Dual Functional Inhibitors Targeting NMDAR and HDAC
for Alzheimer’ s disease

SKEEHR / LLIARKE

Targeted degradation of EGFR by proteolysis targeting chimeras (PROTACs) based on the ubiquitin—
proteasome pathway

SRRER / MNI TR

Design, synthesis and preliminary biological evaluation of 3-aryl-substituted indole derivatives as Mcl-1
inhibitors

SKEF / MPRARIKE

Chemically Induced Degradation of PARP-1 by a Proteolysis Targeting Chimera (PROTAC)

KES / IMIEEFRER

L IMERSSBLMAZIEESH SR BRIt S R SIE MR

SKFH / LK

DIEMIGEIZS AR IERRSE0TEY) RIS AR CA ADElESE

SKAENS / MEPRZARIARZE

Design, Synthesis and Biological Evaluation of Novel Imidazopyridine/triazole Thioglycolic Acid
Derivatives as Potent Inhibitors of Human Urate Transporter 1

&8 / IWRKE

BEENPERNNRED F: B SRR

*BRAG / BINKZFE

Synthesis and Biological Evaluation of Quercetin-Cholesterol Conjugates with Anticancer Activity
[Elggg / ERRAE

Discovery of pyrimidine derivatives as novel HIV latency-reversing agents via phenotypic screening of
compound library

FARBE / IWRKE

Identification and immunological evaluation of novel TLR2 agonists through structure optimization of
Pam3CSK4

KANR / EBXRF

A N-propionylsulfonamide Prodrug of K-5a2 with Significantly Improved Aqueous Solubility and hERG
Inhibition

KBRS / WWRKRE

Discovery of Novel “Dual-Site” -binding NNRTIs via Late-stage Derivatization and Focused
Combinatorial Fragment Libraries.

ERES [ WRKFE
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Design and synthesis of diphenylpyrimidine derivatives (DPPYs) as potential dual EGFR T790M and FAK
inhibitors against a diverse range of tumor derived cell lines

ZR / KEERKZE

BT 4- DK EZHE QCESN IR IR

2R/ RYIKE

Discovery of new small molecule inhibitors targeting isocitrate dehydrogenase 1 (IDH1) with blood-
brain barrier (BBB) penetration

EEX / PERFR LSRR

KDM5B - A promising new target for cancer treatment

B / RPN

Design and screening of small molecule inhibitors of ALKBH5

BIER [ RN

Discovery of a Potent ALK/EGFR Dual Kinase Inhibitor

MoKS / PERIF RS IBYRRIF AR

Synthesis and Biological Evaluation of Phenyl pyrazole Derivatives as HDAC3 Inhibitors

FE= / AR

Discovery of novel thieno[3,2-d]pyrimidine derivatives as potent JAK3 inhibitors for the treatment of B-
cell lymphoma

REZ / KiEERXKE

Design, synthesis and biological evaluation of indole-2- carboxylic acid derivatives as IDO1/TDO dual
inhibitors

EEE / PEEFRZBRAYIRRA

Synthesis and Pin1 inhibitory activity of thiazole derivatives

HIZ% / PEEFRFBRSYIARAT

Design, Synthesis, and Structure—Activity Relationship of Novel Pan HDAC Inhibitors Based on Indole
BRI / FBINAKZE

Structure-Based Design of Pyrrolo[2,1-f][1,2,4]triazines Derivatives as a Novel Series of FGFR inhibitors
BE /MR FE

Rationally design of B-Cell Lymphoma 6 Inhibitors Bearing Potent Activities against Tumor Growth
B / RITEAE

Discovery of 4,6-di-substituted-pyrido[3,2-d] pyrimidine derivatives as potent and selective Mnks
inhibitors

FHF / RARIKE

YZJ-1139: Dual Orexin Receptor Antagonist for the Treatment of Insomnia

RIS / 5P

Preclinical evaluation of GST-HG161, a potent and highly selective c-Met inhibitor

EARILL / ZRERRAE

Development of Oxabicyclo[2.2.1]heptene Scaffold with Benzene-selenium Group as a Novel Efficacious
Selective Estrogen Receptor Modulators for Breast Cancer Therapy

Ak / HINKE

Biological Activity of Quinazoline Compound 16 on EGFR Targets
1%/ R ERAKE

Discovery of an oral checkpoint kinase 1 (CHK1) inhibitor
BIFE /INIAF

FrEIHDAC/My I EIFIRYIZ T, SR RETME TR
SR / ERIBEXE

Design, Synthesis and Biological Evaluation of Indoline-2-ones as Potential FLT3 Inhibitors

8 / #IRE

Preclinical evaluation of WXFL40020408, a selective PDE4 inhibitor for the treatment of inflammatory
diseases

Bk / ZRERRE
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Discovery of CHMFL-15137 as a Potent Type | Irreversible Inhibitor against BMX Kinase for
Inflammation

FEY [ PENFREBYERMFHARE

NapabucasinZE{LI & R TIEEIZEIETFN

IR / Pk

¥BE R REs CK 2 BT UREIA R EIRILIE

FHER /LRI XRE

IR MEPI3KSHIHIFI AT &

R, / PERFREBYIERFHRE

REHEETTERN GG AN

ZEAR / AERKFE

Discovery of (R)-1-(3-(4-amino-3-(3-chloro-4-((6-methylpyridin-2-yl)methoxy)phenyl)-1H-
pyrazolo[3,4-d]pyrimidin-1-yl)piperidin-1-yl)prop-2-en-1-one (CHMFL-26) as a Novel Irreversible
HER2/EGFR dual kinase inhibitor

ZHF / PERFREBYERMFHARE

Design and synthesis a series of indole derivates as irreversible and potent LSD1 inhibitor

TRIE [ RBINKE

EIEEM AR EBTKIDEFIN A SHR

2R / PERFRESIEYERMNFHRER

Design, synthesis and biological evaluation of hydantoin derived HDAC6 isoform-selective inhibitors
2% | WEREKZF

FXIPIAS2EH/N FIET AL I

MBRSS / HERET K

Design, Synthesis and Biological Activity of PROTACs Targeting Estrogen Receptors

XEE / FEARAE

Triblock copolymers self-assembled micelles with shape changeable ability to enhance drug delivery for
chemo- photodynamic therapy of breast cancer

X / m)lIK=

CDKAEIFIBNRTT. SRSEYREEITMN

XURRE / #nIKE

Design, synthesis and biological evaluations of novel anti Crizotinib-resistant ALK/ROS1 dual inhibitors
XUREBR / FEFSERIAE

#LESTAT3 Sh225Kgia Y/ N FADHIFIRTFAZR

XU35E / PEEFRIFRLSYIRTHT

Preclinical evaluation of WX-0593, a potent orally active ALK Inhibitor

XK / BPRE

IR T VM F N S IR E O R RBR B IIHIR T 5 R R R E R AR

XWNE / KIEERKZF

Discovery of the Compound SOMCL-18-033 as Potent Hedgehog Pathway Inhibitors Overcoming
Resistance of Smoothened Mutants

XUBE4e / FPERIF R LB AT

Z B[R FRZLGSK- 31MHIFI S /RIR B S TN

XUJEHE / LR

Discovery of LX-039 as an oral selective estrogen receptor degrader (SERD) for estrogen receptor
positive (ER+) breast cancer treatment

PLEEIF / ZABARRE

ETHDACHH R SACAEAERIINEEN\D FIRIT. SRSTREEERR
TKE / PILKRE

FELB-HARBHEBRATIR T, SRR EYREMETAN

D& / #nIKZF
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DR / HFRET KRS

Virtual Screening-based Design and Synthesis of Novel Dopamine D3 Receptor Selective Antagonists
BEE / tmKF

Structure-based design of novel PPARy-selective modulator as a promising candidate for antidiabetic
drug discovery

o& /I NERXE

Ligand-based design of xanthine derivatives as new LSD1 inhibitors

OBl / RBINKE

Discovery of Novel USP7 and LSD1 Dual Inhibitors

g / FBMIKZ

4-FSE-5- R E M- 2 - fR RO CKAMEIF RIS & 5%
OB/ BEaXZE

BEREEMEIAK2 (Janus Kinase 2) #EIFIRNIRITS &K%
iR / REBETKE

Evaluation of A Potent and Oral mitogen-activated protein kinase kinase (MEK) inhibitor
FIREE / BAKRR
FGFRA/NG FHIPHEIFIRNRIT. SRR EWEIETMN

J|L /I KE
$E[AAR DBDIHEMERZ ISR R EPATEIEAE TN
s / I KE

SR E RS ELINR FAOE8(Pin 1) BUHIRI TSR AAIMAUMEEIE TN
FFER / RN
Design and Synthesis GLUT1 Inhibitor-mediated Anticancer Prodrug for Colorectal Cancer Therapy
BRI / BiERER
Inhibition of KDM5B Enhances the Cytotoxic and Apoptotic Effects of Doxorubicin to Lung Cancer Cells.
BBRER / ABINAKE
EEIEMERR L2 BRDADFIFIAIR T SR
ARERFT / FBINAKE
FEFAKIDFIF —aE A P2, 4-“SREWIRITEMNSRAIEYEETN
BB/ ILmEKF
Design, Synthesis and Bioactivity Evaluation of Novel Pyrimidine HDACG6 Inhibitors
PEIRIR / FBIAKZF
HEENIZERIPI 3KodHIRI R R IR
HEX / ARRIERF
KL060332, a Novel and Highly Potent Capsid Assembly Modulator for the Treatment of Chronic HBV
Infection
Hi& / )| [ RHeIEREY EL RN BIRAE
KL210075, a Novel Prodrug of Tenofovir With Liver-targeted Activation Mechanism and Excellent Safety
Profile, Significantly Inhibited HBV DNA Replication in Plasma and Liver
HiE / W) IRMeIE=ENELRHBIRA R
Discovery of Potent and Selective 2-amino pyrimidine FLT3 Kinase Inhibitor
BERAW / #nIRE
FEH3KAREEBEMLLER/ND FEMRIIRTT. SRR EENRMEEFSF AR
EFxEE/EBIKF
Design, Synthesis and Biological Activity Evaluation of Amide-Based Pyrimidine LSD1 Inhibitors
EZAN / FBINKFE
CS3001: A Potent and Selective Human Uric Acid Transporter 1 (hURAT1) Inhibitor for the Treatment of
Hyperuricemia and Gout
FiEAF / HPRAE
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Discovery of WX-238, a novel and orally bioavailable pyrimidine-fused heterocycles as influenza PB2
inhibitors

TRE / BPERE
B-HFIEEHEEMEL SRR, SRITN
FEE/TAKRFE

#E4,5-Z5-[1,2, A= 5[4, 3-F ¥ IESRPLK 1 /BRDAVUB A BRI, SRREYIEIEITL

ETF / OARERBAF

Design, synthesis and biological evaluation of triazolo[1,5-a]pyrimidine derivatives as potent LSD1
inhibitors

F I / FBIHARZ

Discovery of Novel Glycogen Synthase Kinase-3a Inhibitors: Structure-based Virtual Screening,
Preliminary SAR and Biological Evaluation for Treatment of Acute Myeloid Leukemia

FEAT / ER=KE

Discovery and Optimization of 4-Substituted Thiophene Formic Acid ANO1 Inhibitors: Confirmation of
Binding Sites and In-Vivo Comparative Experiments of Different Analgesia Models

FERE / tmKF

A EIEEMEHDACOHIHIFIWXSHO27 2(F A% & 1 B BeRE B ERayT RIGRARRI Rt

FES / HHRE

VBRI A EMAYFEHDACSIHEIFIRNZIT S &%

509999 / REIT A
BAFGFRIGHEAAGIBAZES T WYIOT1 260574
BEG / BFAY

Discovery and Characterization of XY101, a Potent, Selective, and Orally Bioavailable RORy Inverse
Agonist for Treatment of Castration-Resistant Prostate Cancer

KB / PR NEED SRR

Liposomes modified with multi-branched biotin: A novel and effective way to promote breast cancer
targeting

K5 /WIIXZE

Dual-targeting liposomes with active recognition of GLUT5 and avf3 for treating triple-negative breast
cancer

5 / W)IIKEFE

Discovery of CHMFL-KIT-64 as a Novel Orally Available Potent Inhibitor against Broad-Spectrum
Mutants of ¢ KIT Kinase for Gastrointestinal Stromal Tumors

Rx / FERFRESEYERIFHRRE

Novel aza-peptide macrocyclization strategy for peptide-based CXCR4 antagonists development
Hx / LSEEUFHRERAE

Discovery of Stable Chemerin Analogs Selective for CMKLR1

Hx / LSEEUFERRERAE

Lead Optimization of a KISS1/GPR54 Receptor Agonist for Prostate Cancer

BH= / LBEEUFEHRBIRAT

AR EIMUBSIIHIRIANRIT S &K

I / RYIKZE

Design, synthesis and biological evaluation of selective histone deacetylase (HDAC) VI inhibitors
bearing hydroxamic acid scaffold

TRIEES / TPRZARIRE

Design, Synthesis and Antitumor Activity Evaluation of [1,2,3] triazolo [4,5-d] pyrimidine Derivativesas
LSD1 Inhibitors

WIEIE / ABINAZE

Discovery of potent dual inhibitors of EGFR and JNK

Wi | EHERKE



P263

P264

P265

P266

P267

P268

P269

P270

P271

p272

P273

P274

P275

P276

pP277

p278

P279

P280

P281

p282

P283

Discovery of Potent and Orally Effective JAK2/FLT3 Inhibitors for the Treatment of AML and
myeloproliferative neoplasm

wwi% / )IIKE

AR AT R R A EREECIpP 1 PRI B EIRI R B R S50 E Y B,

i / )IIKRE

Design, Synthesis, and Biological Evaluation of Thiophene-triazine derivatives as Potential dual PI3Ka
/mTOR inhibitors

KR / IIARHRITTE RS

Design Fluorouracil Conjugated With GLUT1 Inhibitor for Anti-Colorectal Cancer

SRIRE / BIEKRE

FERPERRERIIRE AR R H I REREX AN

SKERER / LRI KF

The bromodomain protein BRD4 positively regulates necroptosis via modulating MLKL expression
SKEEEE / PU)IIRE

Synthesis and biological characterization of cyclic disulfide-containing peptide analogues of the
multifunctional opioid/neuropeptide FF receptors agonist that produced long-lasting and nontolerant
antinociception

SKENR / =JNK=

Computational Strategy for Successful Selective Inhibition Targeting Phosphatases through Allosteric
Regulation

KT / CBREARIAE

Discovery of Nonquinone Substrates for NAD(P)H: Quinone Oxidoreductase 1 (NQO1)as Effective
Intracellular ROS Generators for the Treatment of Drug-Resistant NSCLC

KB / PEDRIAE

Study on 4-(2-aminopyridin-3-yl)phenol derivatives as novel USP7 inhibitors

SKEE= / AN

Discovery of 4-(1-methylindol-3-yl)pyrimidin-2-amine analogues as anti-inflammatory agents for the
treatment of acute lung injury

KRR / #mITAlRE
EORABRBERESSHP2ZIINHIF BB E it arIEL
XY / KB

—MEEE. BEERMEZHADFEIRINHAR S AN
A, / FERFR SRR FR R
A HERRARSAYRIHIBEL TR S BAMR
B / R
FEUSTATHIHFIAIRLT, SRR EBRIREESEHAR
3R / #RIBERE
Discovery of Peptide Borate Derivatives as Histone Deacetylase (HDAC) and Proteasome Dual Inhibitors
for Overcoming Bortezomib Resistance of Multiple Myeloma
A% / WEKF
IEI4[3, 2- dFFIENES TAEMIBY 40053 B R B ERE SAV NS4 RER
RIENS / REERAE
#FHEhDHODHIPHEIFIRIRLT. SRSHBMEEMETN
EEF / WNKZE
An Acyl Radical Cyclization to Construct Isotwistane Skeleton for Total Synthesis of Palhinine Alkaloids
BRENSR / BIZRBEMR TR
WS R B RO ML/ FH R (3, 2 - ] 0L 4
KRR / PRl LB R AT
Synthetic Studies of Yatein and 7-Deoxypodophyllotoxin Derivatives
HHEE ) EEMEAS
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Synthetic Studies of PD 125375

BEY | EEmE AR

BT MR A BRI BRI G R L 25

FRBHR | ABINKZE

Facile Synthesis of 1-Indanones Derivative via Intermolecular Annulation of 2-Ethynylbenzaldehyde or
2-Alkenylbenzaldehyde

HEZR / PRl LB YRR

Rh(lll)-Catalyzed C-H bond activationd of indoles

ZEAN / PR LSRR AT

Rapid Access to Difluoroalkylated Pyrrolobenzodiazepines via a Pd-catalyzed C-H
Difluoroalkylation/Cyclization Cascade Reaction

gt / PRl LB R AT

Purification of neostigmine by column chromatography

ZIRHS / FBMKZE

Synthesis and Biological Evaluation of Coumarin-based Sulfamates as Steroid Sulfatase Inhibitors for
the Treatment of Hormone-Dependent Breast Cancer

MIRE / BIERE

Synthesis of aminobenzimidazole-4,7-diones derivatives as anticancer agents

XIFER / FBMAZFE

Synthesis and Biological Evaluation of Chiral Multicyclic Benzimidazoles

XUFER / FBINKZF

FHEDMAP-FRIRIIBEB HUEMFIBNRIT- G- M

AR / LBFEGAS

Synthesis of Dihydroacridine-deriverates as Highly Potent Inhibitors of Tubulin Polymerization via Cu-
catalyzed Diaryliodonium salt reaction with Nitrile compounds

TENS / mHERAE

Regulatory Activities of 4-Substituted Sampangine derivatives toward Metal-Induced Amyloid-B1-42
Aggregation, Oxidative Stress, and Inflammation in Alzheimer’ s Disease

BER /I ATEXE

R[4+ 1IMEEIE RAEAEH RISRATEYE R FBNMEZSY R IEAR

B / THERIRE

Synthesis, characterization, and antitumor activity of a Co(ll)-based coordination compounds: a joint
experimental and theoretical study

FIMERR / fRERERICE

—MECRFIR. LAD20ASKRIRIRAHG A

INGZE / EIBRBRF

FRFRBREMRIZMIIL

T8/ EEHGERARDBRAT

Transition-Metal-Free Desulfinative Cross-Coupling of Heteroaryl Sulfinates with Grignard Reagents
fefk / #mIKZF

Water-Mediated C-H Activation of Arenes with Secure Carbene Precursors: the Reaction and its
Application

& / W)IIXKZE

The Applications of C-H Activation and the research on C-H Activation in Green Chemistry

RE /I

[Cp*RhllI] in an lonic Liquid as a Highly Efficient and Recyclable Catalytic Medium for Regio-and
Diastereoselective Csp3-H Carbenoid Insertion

& / W)IIXEF

Ruthenium-catalyzed meta-selective CAr-H nitration of aryl tetrazoles: the Reaction and its Application

RE /M)IIXZF
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Cp*Rhlll-Catalyzed Redox-Neutral and Trans-Diastereoselective C-H Cyclopropanation Controlled by
Intramolecular Hydrogen Transfers

w2/ TINERKE

KAFHPZamamiphidin ASEXERFEARRAIIFRE B

B3E / M)IIKZ

AR RS RN E N AR

SRR/ BEERAZF

Development of Novel Synthetic Strategies Enabling the Construction of Biologically Important Biaryls
=R/ RBINAKEFE

Palladium-Catalyzed Highly Selective and Direct Ortho C-H Arylation of Pyrrolo[2,3-d]pyrimidine
Derivatives

SRR / I TR

Construction of Featured Indole Derivative Library via Rh(lll)/Ru(ll)-catalyzed C—H Activation Reactions
[EEERE / PRI LSS YIR SRR

3-=RRMEREEW-2(1H)-BRiTEN S REMEEEHRR

KF) / FERRIKE

Copper-Catalyzed C—H Carbamoyloxylation of Aryl Carboxamides with CO2 and Amines at Ambient
Conditions

gB5K / HLLKEF

$EECYP1B1ESRIA] BT 1 8FARCHIB SRR SRR IR R

FREMg / LiSsBEAE

New B-carboline fluorophores with superior sensitivity for tracking ER changes

BRI / IR

Quinoxoline-based PI3K/AKT/mTOR signaling pathway inhibitors

FRRaZE / I AEIMERE

General Strategy for in Situ Generation of a Coumarin-Cu2+ Complex for Fluorescent Water Sensing
TIER / ERRIAZE

Novel Environment-Sensitive Fluorescent Probes for p53-MDM2 Protein-Protein Interaction in Cell and
Tissue Slice Imaging

52/ WERKF

Fluorescence-Enhanced Probe for Nitroreductase Detection

=i/ EBXF

Synthesis, Antitumor Activity Evaluation and Mechanism of Pregnenolone C-17 Pyridine Derivatives
=i, / B

BF12, a novel microtubule inhibitor, exhibits potent anti-tumor activity by inducing G2/M phase arrest,
apoptosis by targeting the PI3K/Akt/mTOR signaling pathway in human breast cancer cells

SP5E / FEERIAE

IR EYIBF1 23S F BREEARAEIETE. AT AILSIAR

BiEE / FEERAE

5,6,7,8-tetrahydrobenzo[4,5]thieno[2,3-d]pyrimidine derivatives as inhibitors of full-length RORyt
SRIE / PLKRE

A Novel Azo-Based Theranostic Probe Integrating Tumor Hypoxia Imaging and Photodynamic Therapy
PR / IR

BELE-RINESYNERK. SHFRILE. NEEERNERSESERR

it / I AMEAE

Phenotyping aquatic neurotoxicity induced by artificial sweetener saccharin under sub-lethal
concentration level

FE / WERKFE

Evaluation of acridine dimers as telomeric i-motif binding ligands for inducing DNA-damage response
and cancer cells apoptosis

R / FRLLIRE
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Novel NanoLuc-type substrates with various C-8 and C-6 substitution
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Development of Fluorescent Probe based labeling technology for hERG Channel
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Syntliesis and cytotoxicity of Indolo[2,3-b]quinoxaline Derivatives
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Discovery of Striatal-enriched

2R / WWRKZE

Development of Sulfonamide Small Molecule Fluorescent Probes for GPR120
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Fluorescent Agonists for a1-Adrenergic Receptors Imaging based on Photoinduced Electron Transfer
BRE / LWRKF
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Biological evaluation of pyridinecarboxylic acid-1-oxide derivatives as tyrosinase inhibitors
EEIR / IINERKZE

Discovery of Derivatives against ABCC1-Mediated Mutidrug Resistance

F1E%E / AN

Combination Therapy: DDSU" s Strategy
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WER / I ATEAE

A novel coelenterazine-type bioluminescent probe for nitroreductase imaging

el / IWRKRE

Effect of deuterium on coelenterazine

WAR / IWFRKE

Identification 3-(benzo[d]thiazol-2-yl)quinolin-4-amine derivatives as potential antitumor agents by
inducing Top | inhibition and mitochondrial-mediated apoptosis

=REME / TAITERE

Inhibition of Cancer Cell Proliferation and Migration via Benzoxazinone Derivatives Downregulating c-
Myc Oncogene Overexpression
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Development of Small Molecule Luminescent Probes for H2S
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Cellular Distribution and Anti-leukemic Mechanism of N-Modified Glucosamine-Bearing Oleanolic
Saponins
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Synthesis and biological evaluation of novel gliotoxin derivatives as antiproliferative agents
TE [ BMKZE
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Lignins: natural products with potent biological activities
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Synthesis and discovery of a new coumarin derivative for the treatment of fibrotic diseases
7R / IIKRE

EREBREENRSNANAIRIERESNHIEER

B2 / HiETEER

BAFIEE (Xanthium italicum Moretti) HiffEEEMESHPLCIEXEIEIAR
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FREERIERIEFRRAT
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Two new furofuran lignan glycoside derivatives from the fruit of Forsythia suspensa

=g [ lREERAS

LC-MS-guided isolation of novel coumarins from Murraya exotica

RiBY | LEKF

HBImFR N TEF AN

BIRE / WrfREAKRF

UPLC/QTOF-MSEEZEHRIL D

X4k#e / EMKREFE

Salvianolate Protected Rat Ischemia-reperfusion Injury by Inhibiting ROS/Bcl-2/caspase-3 Signal
Pathway

ZRRREE / RBINKEE

CMNPD: a comprehensive marine natural product database

BfEF / tmKFE

Clarifying of the potential mechanism of Paeoniae Radix Alba on cardiovascular diseases by network
pharmacology method

5% | PEREKF

Alkaloids from Black Pepper (Piper nigrum L.) Exhibit Anti-inflammatory Activity by Inhibiting Activation
of NF-kB Pathway

SRR / U)IIKRE

Fructus Chebulae Soup Processing Drug Method Increasing the Volatile Composition of Tarinu (Fischer
Euphorbia Root) a Mongolian Medicine

ETHIY / KEEEZHEKRF

THE EFFECT OF DIFFERENT TUBE WINDING INCLINATION ANGLES ON SEPARATION EFFICIENCY IN
COUNTERCURRENT CHROMATOGRAPHY
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RS / Fam Al RE
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Insights into the mechanism of Arnebia euchroma on leukemia via network pharmacology approaches
FEE / HRETXF

TMT-based Quantitative Proteomics approach explored the Mechanisms of JDA18

FEX / FBINKEFE
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Synthesis and antitumor activity of isolongifoleno[7,8-d]thiazolo[3,2-a]pyrimidine derivatives
==/ EEMRARE
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HinE / PEEFRFRI R FIES R

Discovery of D-3-phosphoglycerate dehydrogenase inhibitors from traditional Chinese medicine
FRF / EmKFE
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sty / PR RIRAE

Comparison of volatile oil components and inhibition effects on HepG2 cell of three kinds of deciduous

Taxodiaceae

MR / (EFRRMERT

Studies on Design, Synthesis and Biological Activity of Caffeic Acid combined with 2,4-
Thiazolidinedione Derivatives

Wi / RN
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FGIE /LRI

Synthesis and Antifungal Activity of Pimprinine Derivatives

SKBAE / FmRRI R

Discovery of Novel Neuroprotective Agent for Paclitaxel-induced Peripheral Neuropathy: Structure-
activity Relationship Study of 5-hydroxydecanoate

SREXZ / ARIDARER

Computer-aided formulation development for small-molecule drugs and biologics
E&#=Z / Schrodinger GmbH
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Molecular dynamics simulations on agonism and inverse agonism of RORyt

BNE | EBXRFE

STING agonist cyclic dinucleotides: A potent adjuvant for cancer vaccine
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Wl / ZSRRRRE

Synthesis and type | interferon induction of cyclic dinucleotide phosphorothiated diastereoisomers
encapsulated by mixed lipids
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Synthesis of Cyclic L-Threosylpyrimidine Nucleoside Phosphonate Analogues
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The Antitumor Effect of 5'-Teminus cRGD-conjugated siRNA Delivered by Cationic Lipid and Neutral
Cytidinyl Lipid
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"Ghost peak” driven structural elucidation of a photodegradation product from brexpiprazole
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Stock Code: 002422

Kelun Pharmaceutical

TALENT RECRUITMENT

KELUN PHARMACEUTICAL RESEARCH INSTITUTE

Kelun History

Kelun Industry Group

o Founded in 1996, with over 100 subsidiaries globally
O Kelun Pharmaceutical, A Publicly traded company ( Shenzhen, stock code:002422), with over 2.4 billion USD revenue in 2018
O One of the top 10 pharmaceutical companies in China, with over 6 billion USD revenue in 2017

Kelun Pharmaceutical Research Institute

o Over 1,800 R&D scientists

0 Headquartered in Chengdu China with satellite research centers in Tianjin, Suzhou, and New Jersey

o Programs include innovative small molecules and biologics, generic drugs, and new drug delivery systems
o Focusing on cancer, diabetes, liver, CNS, cardiovascular and autoimmune diseases, etc.

Kelun-Biotech Biopharmaceutical Co., LTD

O A subsidiary of Kelun Pharmaceutical Group established in 2016 focusing on innovative small molecules and biologics
O Pipeline:

47 innovative small-molecule programs

37 biologics ( mAb, ADC, BsAb) programs

ELELR Director of Computational Chemistry
B2 EE Director of Medicinal Chemistry
Bl o F . . .
( REBEE ) BEMRLY Director of Toxicology
ADCEH YT & &% Director of ADC (Toxin-linkers Development)
B IEREY Director of Process Development

If interested, please contact:
Rong Deng (HR Director)

Tel: +86-28-67255228 Email: dengrong@kelun.com WeChat:

www.kelun.com
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l\ > | BIFRIZT{ERFA (pipeline pilot scientific workflow platform ) )
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For the most demanding research applications
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Applied Photophysics Limited

21 Mole Business Park , Leatherhead, KT22 7BA, United Kingdom.

T:+44 (0) 1372 386537 - F: +44 (0) 1372 386477
E: sales@photophysics.com - Web: www.photophysics.com

Bovine Serum Albumin
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Tel: 400 888 3062 Fax:+86-21-51603567
Email: APL-China@photophysics.com
Web: www.photophysics.com

Applied Photophysics was established in 1971 by the Royal Institution of Great Britain
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CHENGDU DIAO GROUP
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Address:26#Chuangye Road; Gaoxin Ave.

High and New Technology Development Zone Chengdu
Sichuan P.R.C
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